Key indicators: single-crystal X-ray study; T = 173 K; mean (C-C) = 0.003 Å; R factor = 0.037; wR factor = 0.091; data-to-parameter ratio = 12.4. organic compounds o744 Rizvi et al.
In the title molecule, C 21 H 16 ClNO 3 , the quinoline and benzene rings are inclined at 56.96 (6) with respect to each other and the dioxine ring is in a twist-chair conformation. The structure is devoid of any classical hydrogen bonds. Rather weak intermolecular hydrogen-bonding interactions of the types C-HÁ Á ÁN and C-HÁ Á ÁO are present, consolidating the crystal structure.
Related literature
For background to chalcones, see: Mishra et al. (2008) ; Xia et al. (2000) ; Vaya et al. (1997) ; Bhakuni & Chaturvedi (1984) ; Nielsen et al. (2005) ; Wu et al. (2003) . For comparison bond lengths, see: Allen et al. (1987) . For a related structure, see: Rizvi et al. (2010) For the preparation of the precursor 2chloro-6-methyl-3-formylquinoline, see: Meth-Cohn et al. (1981) Table 1 Hydrogen-bond geometry (Å , ). Data collection: COLLECT (Hooft, 1998); cell refinement: DENZO (Otwinowski & Minor, 1997) ; data reduction: SCALE-PACK (Otwinowski & Minor, 1997) ; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008) ; program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: ORTEP-3 for Windows (Farrugia, 1997) ; software used to prepare material for publication: SHELXL97.
sup-1
Acta Cryst. (2010) . E66, o744 [ doi:10.1107/S1600536810007464 ] (E)-3-(2-Chloro-6-methyl-3-quinolyl)-1-(2,3-dihydro-1,4-benzodioxin-6-yl)prop-2-en-1-one S. U. F. Rizvi, H. L. Siddiqui, T. Hussain, M. Azam and M. Parvez Comment α,β-Unsaturated ketones or 1,3-diaryl-2-propen-1-ones, commonly known as chalcones, have already been recognized as antimalarial (Mishra et al., 2008) , antitumor (Xia et al., 2000) , antioxidant (Vaya et al., 1997) , antifungal (Bhakuni & Chaturvedi, 1984) , antibacterial (Nielsen et al., 2005) , and anti-AIDS agents (Wu et al., 2003) . Continuing our investigations in this important area (Rizvi et al., 2010) we now report the synthesis and crystal structure of a new chalcone, containing quinolyl ring system, (2E)-3-(2-chloro-6-methylquinolin-3-yl)-1-(2,3-dihydro-1,4-benzodioxin-6-yl) prop-2-en-1-one, in this article. A series of chalcones related to the title compound is under investigation for their biological activities in our laboratory.
The title molecule is presented in Fig. 1 . The bond distances (Allen et al., 1987) and angles are as expected and agree with the corresponding bond distances and angles reported in a closely related compound (Rizvi et al., 2010) . The least-square planes of the quinoline and phenyl rings defined by atoms N1/C1-C9 and C14-C19, respectively, are inclined at 56.95 (6)°w ith respect to each other. The dioxine ring is in a twist-chair conformation with C20 and C21 atoms 0.425 (3) and 0.307 (3) Å on the opposite sides of the plane formed by the remining ring atoms. The structure is devoid of any classical hydrogen bonds. However, short intramolecular interactions involving Cl1 and O1 and rather weak hydrogen bonding inter-molecular interactions of the types C-H···N and C-H···O are present consolidating the crystal packing; details have been provided in Table 1 .
Experimental
The precursor 2-chloro-6-methyl-3-formylquinoline was prepared by reported method (Meth-Cohn et al., 1981) . A mixture of 2-chloro-6-methyl-3-formylquinoline (2.055 g, 10 mmol) and 6-acetyl-1,4-benzodioxane (1.7819 g, 10 mmol) in methanol (50 ml) was stirred at room temperature followed by dropwise addition of aq. NaOH (4 ml, 10%). The stirring was continued (2 h) and the reaction mixture was kept at 273 K (24 h). Then it was poured on to ice-cold water (200 ml).
The precipitates were collected by filtration, washed with cold water followed by cold MeOH. The resulting chalcone was recrystallised from CHCl 3 to obtain the title compound as yellow crystalline product, (yield 2.76 g, 7.55 mmol, 75.5%), (m.p. 458-460 K).
Refinement
Though all the H atoms could be distinguished in the difference Fourier map the H-atoms were included at geometrically idealized positions and refined in riding-model approximation with the following constraints: C-H distances were set to 0.95, 0.98 and 0.99 Å for aromatic, methyl and methylene H-atoms, respectively, and U iso (H) = 1.2U eq (C). The final difference map was essentially featurless. Fig. 1 . ORTEP-3 (Farrugia, 1997) drawing of (I) with displacement ellipsoids plotted at 50% probability level. 
Figures
(E)-3-(2-Chloro-6-methyl-3-quinolyl)-1-(2,3-dihydro-1,4-benzodioxin-\ 6-yl)prop-2-en-1-one
Special details
Geometry. All esds (except the esd in the dihedral angle between two l.s. planes) are estimated using the full covariance matrix. The cell esds are taken into account individually in the estimation of esds in distances, angles and torsion angles; correlations between esds in cell parameters are only used when they are defined by crystal symmetry. An approximate (isotropic) treatment of cell esds is used for estimating esds involving l.s. planes.
Refinement. Refinement of F 2 against ALL reflections. The weighted R-factor wR and goodness of fit S are based on F 2 , conventional R-factors R are based on F, with F set to zero for negative F 2 . The threshold expression of F 2 > σ(F 2 ) is used only for calculating Rfactors(gt) etc. and is not relevant to the choice of reflections for refinement. R-factors based on F 2 are statistically about twice as large as those based on F, and R-factors based on ALL data will be even larger.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å 2 )
x y z U iso */U eq Cl1 0.61049 (9) 0.077424 (13) (8) 0.0471 (9) −0.0005 (6) 0.0150 (7) 0.0008 (6) O2 0.0259 (7) 0.0194 (7) 0.0490 (9) 0.0032 (6) 0.0141 (7) −0.0016 (6) O3 0.0339 (8) 0.0204 (7) 0.0498 (9) −0.0021 (6) 0.0202 (7) 0.0013 (7) N1 0.0287 (9) 0.0218 (9) 0.0289 (9) 0.0011 (7) 0.0113 (8) 0.0026 (7) C1 0.0238 (10) 0.0200 (10) 0.0269 (11) −0.0003 (8) 0.0077 (9) −0.0001 (8) C2 0.0314 (11) 0.0216 (10) 0.0333 (12) 0.0026 (8) 0.0138 (9) 0.0055 (9) C3 0.0312 (11) 0.0228 (11) 0.0375 (12) 0.0034 (9) 0.0142 (10) 0.0004 (9) C4 0.0267 (10) 0.0237 (11) 0.0323 (11) −0.0023 (8) 0.0123 (9) −0.0019 (9) C5 0.0281 (10) 0.0220 (10) 0.0291 (11) −0.0034 (8) 0.0106 (9) 0.0039 (8) 
